Superposition model study of Cr3+ doped tetra methyl ammonium cadmium chloride.
The zero field splitting parameter D of Cr(3+) doped in tetra methyl ammonium cadmium chloride (TMCC) is calculated with perturbation formula using microscopic spin Hamiltonian theory and crystal field parameters from superposition model. The theoretically calculated ZFS parameter for Cr(3+) in TMCC single crystal is compared with the experimental value obtained by electron paramagnetic resonance (EPR). The local structure distortion is considered to obtain the crystal field parameters. The theoretical study gives the ZFS parameter D similar to that from experiment. However, calculation considering small distortion in local structure around Cr(3+) gives better agreement with the experimental value of ZFS parameter.